A new arylnaphthalide lignan, corniculin (1), was isolated from 75% EtOH extract of Oxalis corniculata. Its chemical structure was determined by mass spectrometric analysis as well as 1D and 2D nuclear magnetic resonance (NMR).
Oxalis corniculata L. (Oxalidaceae) is a commonly used herb with a range of biological activities including the effects of anti-oxidation, antitumor, and anti-inflammation. [1] [2] [3] [4] [5] The previous studies show that flavonoids, phenolic acids, and alkaloids were major constituents of O. corniculata. [6] [7] [8] [9] [10] [11] In our efforts toward the clarification of the chemical constituents of O. corniculata, a new arylnaphthalide lignan named corniculin (1) ( Figure 1 ) was isolated. Here, we report its isolation, structure identification, and cytotoxicity activity.
Corniculin (1) was isolated as a yellowish amorphous solid. The molecular formula was determined to be C 21 H 18 O 6 by the high resolution electrospray ionization mass spectrometry (HR-ESI-MS) spectrum (Figure S1) (quasi-molecular ion peak at m/z 367.1204, calcd for [M+H] + 367.1182 in the positive mode). The 1 H-and 13 C-NMR spectra ( Figures S2 and S3 ) showed the typical signals of the arylnaphthalene lignan. The (Table 1) were similar to those of detetrahydroconidendrin reported in the literature. 12 The slight difference only lies in the presence of an additional methoxy group in 1. The positions of the methoxy groups were further confirmed by the 1 H detected heteronuclear multiple bond connectivity (HMBC) correlations ( Figure S5 (Figure 2 ), which suggested that 3 methoxy groups were connected at C-6, C-7, and C-3′, respectively. Their 1 H-and 13 C-NMR data ( Table 1) were assigned explicitly by 1 H detected heteronuclear multiple-quantum coherence (HMQC) ( Figure S4 ) and HMBC ( Figure S5 ). Therefore, 1 was determined to be 4-(3′-methoxyl-4′-hydroxyl)-phenyl-6,7-dimethoxy-2,3-naphthalide, namely corniculin.
In vitro cytotoxicity of corniculin was then evaluated by the methy thiazolyl tetrazolium (MTT) assay against 4 cancer cell lines (SMMC-7721, A549, HCT-15, and MCF-7). The new compound exhibited moderate cytotoxicity against SMMC-7721, MCF-7, HCT-15, and A549 cell lines, with IC 50 values of 29.0, 35.6, 31.3, and 25.7 µM, respectively, which were comparable to that of the positive control cisplatin ( Table 2 ).
Experimental
General HR-ESI-MS was measured on a Bruker Daltonics micro-TOF-Q II mass spectrometer (Bruker Daltoniks GmbH, Germany). NMR was recorded on a JEOL ECS 400 NMR spectrometer, with δ in ppm and tetramethyl silane (TMS) and solvent residue (for CDCl 3 ) as internal reference (JEOL, Japan). D-101 macroporous resin (Tianjin Haiguang Chemical Co., Ltd., China), normal-phase silica gel (200-300 and 300-400 mesh, Qingdao Haiyang Chemical Co., Ltd., China), and Sephadex LH-20 (Pharmacia Biotech, Switzerland) were used. Thin layer chromatography (TLC) was run on a prefabricated silica gel GF 254 (Qingdao Haiyang Chemical Co., Ltd., China).
Plant Material
The whole plant of O. corniculata was collected in June and supplied by Guizhou Wei Kang Zi Fan Pharmaceutical Co., Ltd., which was identified by Professor Qing-De Long of Guizhou Medical University. A voucher specimen (No. 20170601) was stored in the Herbarium of the Department of Guizhou 3 3.89 (3H, s) 56.1 7-OCH 3 3.82 (3H, s) 55.9 
